C 6 H15NO5S, monoclinic, Cc (no. 9), a = 15.167(5) Å, b = 6.422(5) Å, c = 10.969(5) Å, β = 117.407(5)°, V = 948.5(9) Å 3 , Z = 4, Rgt(F) = 0.0278, wR ref (F 2 ) = 0.0755, T = 293(2) K.
Experimental details
The U iso values of the C-bound hydrogen atoms were set to 1.2Ueq(C). Hydrogen atoms of water molecules were located from electron density map. The absolute structure was established by refinement of the Flack parameter (−0.009(11) from 1458 selected quotients) using Parsons' method [4] . A Flack parameter of 0.012(15) was obtained.
Comment
The research of coordination polymers (CPs) are significant and unparalleled for their diversified, designable and tailorable structures as well as unique chemical and physical properties [5] [6] [7] . Thus the design and synthesise of organic ligands is of great significance. Sulfur-rich compounds have been explored in various ways as ligands in coordination chemistry [8] . When the sulfo-groups are introduced to the system, they can coordinate with some metal ions directly in intriguing ways [9, 10] . Thus, it would be valuable to explore novel sulfo-based ligands.
The asymmetric unit contains one molecular unit of the title compound (see the figure) . The bond distances and bond angles are in normal ranges. The N1-C5-C6-S1 torsion angle is −74.9(3)°. The bond lengths of C-C, C-N and C-O are in the range of 1.505(4)-1.518(4) Å, 1.500(3)-1.511(3) Å and 1.401(4)-1.414(4) Å, respectively. The bond length of C-S is 1.776(3) Å. In addition, there exist two O-H· · · O intermolecular hydrogen bonds between sulfo and hydroxyl groups: O1-H2· · · O4 ¢¡ [H2· · · O4 = 1.880(17) Å, O1· · · O4 = 2.780(3) Å with angle at H2 = 168°for symmetry code: (¢¡) = −0.5 + x, 0.5 − y, −0.5 + z] and O2-H3· · · O5 ¢¢ [H3· · · O5 = 1.89(2) Å, O2· · · O5 = 2.775(3) Å with angle at H3 = 172°for symmetry code: (¢¢) = −0.5 + x, −1.5 + y, −0.5 + z]. In the crystal, the O-H· · · O hydrogen bonds link together neighboring molecules to form two-dimensional network. Furthermore, there are two intramolecular NH· · · O hydrogen bonds (N1· · · O1: 2.759(3) Å and N1· · · O3: 2.876(3) Å; see the figure) .
